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Table 4. Anisotropic temperature factors for hillebrandite

structure

e B T e P e e R L)
cal 0.014(1) 0.012(1) 0.014(1) O 0 0.004 (1)
ca2 0.014(1) 0.011(1) 0.009(1) O 0 -0.003 (1)
ca3 0.015(1) 0.014(1) 0.007(1) O 0 0.004(1)
Sil  0.023(5) 0.004(2) 0.008(2) -0.000(2) 0.005(2) -0.002(2)
si2  0.009(3) 0.007(3) 0.005(3) O 0 0.001(3)
The form of the anisotropic displacement parameter is: exp[-

2?52{92229(1,1) + 32229(2,2) + }2£2E(3,3) + 2hkabU(y,2) +

2hlacU + 2klbcU }]
hlacU(,,3) klbcU (2, 3)

lattice constants.

where a,b, and ¢ are reciprocal



